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Table S1. RMS deviations (Å) between the atomic coordinates of macrocyclic ligands in complexes of type [M([x]py2N4)]2+ (x = 18 or 20).
	[18]py2N4
	1 
	2
	7
	8
	6
	9

	1 Ni2+
	0
	0.0549
	0.0955
	0.3365
	0.0693
	0.1043

	2 Cu2+
	
	0
	0.1066
	0.3348
	0.0760
	0.0941

	7 Zn2+
	
	
	0
	0.2628
	0.0715
	0.1398

	8 Cd2+
	
	
	
	0
	0.2951
	0.3359

	6 Co2+
	
	
	
	
	0
	0.0796

	9 Cu2+
	
	
	
	
	
	0

	
	
	
	
	
	
	

	[20]py2N4
	3
	4
	5
	
	
	

	3 Co3+
	0
	0.5016
	0.5371
	
	
	

	4 Ni2+ 
	
	0
	0.0892
	
	
	

	5 Cu2+
	
	
	0
	
	
	


